Molecular parameters used in modeling:
Vibrational frequencies (in cm -1 , obtained from DFT calculations). 4, 272.8, 463.5, 556.9, 712.0, 898.8, 1125 .8, 1237 .0, 1397 .2, 1409 .3, 1677 .8, 2997 TS1(D,4): 25.5, 259.4, 337.0, 508.5, 563.3, 825.0, 864.9, 914.8, 1023 TS1(D,4): 25.5, 259.4, 337.0, 508.5, 563.3, 825.0, 864.9, 914.8, .1, 1032 TS1(D,4): 25.5, 259.4, 337.0, 508.5, 563.3, 825.0, 864.9, 914.8, .6, 1193 TS1(D,4): 25.5, 259.4, 337.0, 508.5, 563.3, 825.0, 864.9, 914.8, .8, 2151 TS1(D,4): 25.5, 259.4, 337.0, 508.5, 563.3, 825.0, 864.9, 914.8, .7, 2274 TS1(D,4): 25.5, 259.4, 337.0, 508.5, 563.3, 825.0, 864.9, 914.8, .1, 2274 TS1(D,4): 25.5, 259.4, 337.0, 508.5, 563.3, 825.0, 864.9, 914.8, .1, 2346 
